4 




I 3 



chain nodes : 

12 13 14 15 16 17 

ring nodes : 

123456789 10 11 

chain bonds : 

5-7 12-13 14-16 16-17 

ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 7-8 7-11 8-9 9-10 10-11 
exact /norm bonds : 

7-8 7-11 8-9 9-10 10-11 12-13 14-16 16-17 

exact bonds : 

5-7 

normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 



Match level : 

l:Atom 2: Atom 3 : Atom 4: Atom. 5: Atom 6 : Atom 7: Atom 8 : Atom 9: Atom 10: Atom 
11: Atom 12: CLASS 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: CLASS 18 : Atom 



L3 STRUCTURE UPLOADED 



= > d 

L3 HAS NO ANSWERS 
L3 STR 




N 



NH 



Structure attributes must be viewed using STN Express query preparation. 



=> s 13 full 

FULL SEARCH INITIATED 14:30:51 FILE 1 REGISTRY 1 
FULL SCREEN SEARCH COMPLETED - 225853 TO ITERATE 



100.0% PROCESSED 225853 ITERATIONS 
SEARCH TIME: .00.00.01 



182 ANSWERS 



L4 



182 SEA SSS FUL L3 



=> d 14 -10 



ANSWER 1 OF 182 REGISTRY COPYRIGHT 2007 ACS on STN 
920497-15-0 REGISTRY 
Entered STN: 12 Feb 2007 

Benzenepropanamide, p-amino-4 - { (4-pyridinylamino) carbonyl J -N- { {4- (2- 
thienyl) phenyl] methyl]- <CA INDEX NAME) 
C26 H24 N4 02 S 
CA 

STN Files: CA, CAPLUS, T0XCENTER 



if r 

ff^l — CH2-NH-C-CH2-CH 

O 4 ^ 



-C— NH 



♦PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT * 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



ANSVER 2 OF 182 REGISTRY COPYRIGHT 2007 ACS On STN 
910463-22-6 REGISTRY 
Entered STN: 16 Oct 2006 

2-Propenamide, N- (2-aminophenyl) -3- [ 1- [ (5- (3- ( (dimethyl ami no) methyl] phenyl 
]-2-thienyl]sulfonyl]-lH-pyrrol-3-yl]-, (2E)- (9CI) (CA INDEX NAME) 
STEREO SEARCH 
C26 H26 N4 03 S2 
COM 



LC STN Files: CA, CAPLUS, TOXCENTER 
Double bond geometry as shown. 




NMe2 



♦PROPERTY DATA AVAILABLE IN THE ' PROP ' FORMAT * 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSVER 3 OF 182 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 910463-21-7 REGISTRY 

ED Entered STN: 16 Oct 2006 

CN 2-Propenamide, 3-{l-{ [5-{4- [ (acetylami no) methyl ] phenyl) -2- 

thienyl]sulfonyl) -lH-pyrrol-3-yl] -N- (2-aminophenyl ) -, (2E) - (9CI) 
INDEX NAME) 

FS STEREOSEARCH 

MF C26 H24 N4 04 52 

CI COM 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER 
Double bond geometry as shown. 



L4 ANSVER 4 OF 18 2 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 910463-19-3 REGISTRY 

ED Entered STN: 16 Oct 2006 

CN 2-Propenamide, N- (2- ami nophony 1) -3-(l-([5-(4-{( (methylsulf onyl) amino) me thy 
l]phenyl]-2-thienyl]sulfonyl)-lH-pyrrol-3-yl]-, <2E)- (9CI) (CA INDEX 
NAME) 

FS STEREOSEARCH 

MF C25 H24 N4 05 S3 

CI COM 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER 
Double bond geometry as shown. 





♦♦PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT^ 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



♦ ♦PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT * 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSWER 5 OF 18 2 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 910463-04-6 REGISTRY 

ED Entered STN: 16 Oct 2006 

CN 2-Propenaraide, N- (2-aminophenyl) -3- [ 1- [ [ 5- 1 4 - ( (dimethyl ami no) methyl] phenyl 
]-2-thienyl}sulfonyl)-lH-pyrrol-3-yl)-, (2E)- (9CI) {CA INDEX NAME) 

FS STEREOSEARCH 
MF C26 H26 N4 03 S2 
CI COM 
SR CA 

LC STN Files: CA, CAPLUS, T0XCENTER 
Double bond geometry as shown. 




** PROPERTY DATA AVAILABLE IN THE ' PROP ' FORMAT" 

1 REFERENCES IN FILE CA (1907 TO DATE} 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSWER 6 OF 182 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 910461-18-6 REGISTRY 

ED Entered STN: 16 Oct 2006 

CN 2-Propenamide, N- (2-aminophenyl) -3-(l-( ( 5- { 3- t (dimethylarai no) methyl) phenyl 
]-2-thienyl)sulfonyl)-lH-pyrrol-3-yl] -, hydrochloride, <2E)- (9CI) (CA 
INDEX NAME) 

FS STEREOSEARCH 

MF C26 H26 N4 03 52 . k CI H 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER 
CRN (910463-22-8) 

Double bond geometry as shown. 




• x HC1 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSWER 7 OF 182 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 910461-17-5 REGISTRY 

ED Entered STN: 16 Oct 2006 

CN 2-Propenamide, 3- ( 1 - ( ( S- ( 4- [ (acetylami no) methyl] phenyl) -2- 

thienyljsulfonyll -lH-pyrrol-3-yl] -N- (2-aminophenyl)-, monohydrochloride, 
<2E)- (9CI) (CA INDEX NAME) 

FS STEREOSEARCH 

MF C26 H24 N4 04 S2 . CI H 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER 
CRN (910463-21-7) 

Double bond geometry as shown. 




• HC1 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSWER 8 OF 18 2 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 910461-15-3 REGISTRY 

ED Entered STN: 16 Oct 2006 

CN 2-Propenamide, N- (2-ami nophenyl) -3- ( 1 - [ [5-[4-[ [ (methylsulf onyl) aminojraethy 
ljphenyl) -2-thienyl] sulfonyll -lH-pyrrol-3-yl) -, monohydrochloride, (2E) - 
(9CI) (CA INDEX NAME) 

FS STEREOSEARCH 

MF C25 H24 N4 05 S3 . CI H 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER 
CRN (910463-19-3) 

Double bond geometry as shown. 




• HC1 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSWER 9 OF 182 REGISTRY COPYRIGHT 2007 ACS on STN 

KN 910460-98-9 REGISTRY 

ED Entered STN: 16 Oct 2006 

CN 2-Propenamide, N- (2-aminophenyl) -3- [1- [ [5- [4-( (dimethylamino)methyl]phenyl 
)-2-thienyl)sulfonyl)-lH-pyrrol-3-yl)-, hydrochloride, (2E) - (9CI) (CA 
INDEX NAME) 

FS STEREOSEARCH 

MF C26 H26 N4 03 S2 . x CI H 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER 
CRN (910463-04-6) 

Double bond geometry as shown. 




• x HC1 



1 REFERENCES IN FILE CA {1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L4 ANSWER 10 OF 182 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 910318-81-9 REGISTRY 

ED Entered STN: 13 Oct 2006 

CN Ramoplanin A 1, 1-{N2-14- (2-thienyl) benzoyl) -L-aspara<ji ne) - (9CI) (CA 

INDEX NAME) 
FS PROTEIN SEQUENCE) STEREOSEARCH 
MF C121 H148 Ci N21 O40 S 
SR CA 

LC STN Files: CA, CAPLUS, USPATFULL 

** RELATED SEQUENCES AVAILABLE WITH SEQLINK' * 



PAGE 1-A 




L4 ANSWER 10 OF 182 REGISTRY COPYRIGHT 2007 ACS on STN (Continued) 

PAGE 2 -A 

U}^{ u A 

HN N — V fi — N NH L II PH 

qS^^V H O \ H ,CH-Me 




O NH 



H 2 N-C-CH 2 -CH 
O NH 



L4 ANSWER 10 OF 1B2 REGISTRY COPYRIGHT 2007 ACS on STN (Continued) 

PAGE 4 -A 



T 

if™ 2 



r 

He— CH 

R4 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



(CH2)3-NH 2 
R 



= > 

Uploading C:\Program Files\Stnexp\Queries\10542326g . str 




chain nodes 



L5 STRUCTURE UPLOADED 



= > d 

L5 HAS NO ANSWERS 
L5 STR 

* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 
Structure attributes must be viewed using STN Express query preparation. 



=> s 15 fulk 

COMBINATION OF STRUCTURE AND TEXT TERMS NOT VALID 

The query entered contains both search terms created by 

structure -building or screen commands and text search terms, L#s 

created via the STRUCTURE or SCREEN commands must be searched in the 

structures files separately from text terms or profiles. The L# 

answer sets from structure searches can be used in crossover searches 

and can be combined with text terms. 

=> s 15 ful 

FULL SEARCH INITIATED 14:39:28 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 1051 TO ITERATE 

100.0% PROCESSED 1051 ITERATIONS 64 ANSWERS 

SEARCH TIME: 00.00.01 



•L6 



64 SEA SSS FUL L5 



L6 ANSWER 1 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 728948-24-1 REGISTRY 

ED Entered STN: 19 Aug 2004 

CN 3-Thiophenecarboxamide, 2- [ (ami nocarbonyl ) ami no] - 5- ( 4 - [ [ bis ( 2- 

hydroxyethyl) ami no] methyl] phenyl)- (9CI) (CA INDEX NAME) 

MF C17 H22 N4 04 S 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 



L6 ANSWER 2 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 728948-23-0 REGISTRY 

ED Entered STN: 19 Aug 2004 

CN 3-Thiophenecarboxamide, 2- ( (ami nocarbonyl) amino) -5- [4- (( (2- 

hydroxyethyl) (phenylmethyl) ami no] me thy 1) phenyl ) - (9CI) (CA INDEX NAME) 

MF C22 H24 N4 03 S 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 




** PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT * * ** PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT* * 

1 REFERENCES IN FILE CA (1907 TO DATE) 1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L6 ANSWER 3 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 728948-22-9 REGISTRY 

ED Entered STN: 19 Aug 2004 

CN 3-Thiophenecarboxamide, 2-1 (ami nocarbonyl) amino] -5- [4- [ [ (2- 

hydroxye thy 1) me thy 1 ami no) methyl) phenyl)- (9CI) (CA INDEX NAME) 

MF CI 6 H20 N4 03 S 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 




* 'PROPERTY DATA AVAILABLE IN THE ' PROP * FORMAT * * 



L6 ANSWER 4 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 728948-21-8 REGISTRY 

ED Entered STN: 19 Aug 2004 

CN 3-Thiophenecarboxamide, 2- ( (ami nocarbonyl) amino) -5- (4- ( ( (2- 

cyanoethyl) (phenyl methyl) ami no] methyl] phenyl] - (9CI) (CA INDEX NAME) 

MF C23 H23 N5 02 S 

SR CA 

•LC STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 




CH2- N- CH2~ CH2~ CN 



* * PROPERTY DATA AVAILABLE IN THE ' PROP' FORMAT* « 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L6 ANSWER 5 OF 64 REGISTRY COPYRIGHT 2 00 7 ACS on STN 

RN 728948- 20 -7 REGISTRY 

ED Entered STN: 19 Aug 2004 

CN 3-Thiophenecarboxamide, 2-( (ami nocarbonyl) amino] -5-{4-{ [ (2- 

cyanoe thy 1) methyl ami no) methyl] phenyl)- (9CI) (CA INDEX NAME) 

MF C17 H19 N5 02 S 

SR CA 

LC STN Files: CA, CAPLUS, T OX CENTER, USPATFULL 




* * PROPERTY DATA AVAILABLE IN THE 'PROP* FORMAT * * 

1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS {1907 TO DATE) 



L6 ANSWER 6 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 728948-19-4 REGISTRY 

ED Entered STN: 19 Aug 2004 

CN 3-Thiophenecarboxamide, 2- {{aminocarbonyl) amino] -5- [4- 

{ (diethyl ami no) methyl] phenyl]- (9CI) (CA INDEX NAME) 

MF C17 H22 N4 02 S 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 




* * PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT * * 

1 REFERENCES IN FILE CA {1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L6 ANSWER 7 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 728948-18-3 REGISTRY 

ED Entered STN: 19 Aug 2004 

CN 3-Thiophenecarboxamide, 2- | (aminocarbonyl) amino) -5-(4- (( {3- . 

methoxypropyl) ami no] methyl) phenyl ] - (9CI) (CA INDEX NAME) 

MF C17 H22 N4 03 S 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 




• CH2— NH— (CH2) 3~OMe 



L6 ANSWER 8 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 728948-17-2 REGISTRY 

ED Entered STN: 19 Aug 2004 

CN 2-Thiephenecarboxamide, 3- [ (aminocarbonyl) ami no) -5- ( 4- [ [ (2-methoxy-2- 

methylpropyl) amino) methyl] phenyl ] - (9CI) {CA INDEX NAME) 

MF C18 H24 N4 03 S 

LC STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 



OMe 




CH2— NH— CH2- C- Me 
Me 



•PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** * * PROPERTY DATA AVAILABLE IN THE ' PROP ' FORMAT** 

1 REFERENCES IN FILE CA {1907 TO DATE) 1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS {1907 TO DATE) 1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



1 



ANSWER 9 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 
728948-16-1 REGISTRY 
Entered STN: 19 Aug 2004 

2-Thiophenecarboxamide, 3- [ (aminocarbonyl) amino) -5- (4- [ [ ( (tetrahydro-2- 
furanyl) methyl] ami no] methyl} phenyl]- (9CI) (CA INDEX NAME) 
C18 H22 N4 03 S 
CA 

STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 




•PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT * 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



ANSWER 10 OF 64 REGISTRY COPYRIGHT 2007 ACS on STN 
728948-15-0 REGISTRY 
Entered STN: 19 Aug 2004 

2-Thiophenecarboxamide, 3- [ (aminocarbonyl) amino) -5- [4- I 
hydroxyethyl) (phenylmethyl) amino) methyl) phenyl) - (9CI) 
C22 H24 N4 03 S 



(2- 

(CA INDEX 1 



LC STN Files: CA, CAPLUS, TOXCENTER, USPATFULL 




CH2-N-CH2- CH2-0H 



H 2 N-C-NH 



♦PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT* 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



=> file caplus 

COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
564.30 



TOTAL 
SESSION 
564 .51 



FULL ESTIMATED COST 



FILE 'CAPLUS' ENTERED AT 14:40:49 ON 04 AUG 2007 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS » FOR DETAILS. 

COPYRIGHT (C) 2007 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN.. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 4 Aug 2007 VOL .147 ISS 7 
FILE LAST UPDATED: 3 Aug 2007 . (20070803 /ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http : //www . cas . org/ infopol icy .html 



-> s 16 
L7 



1 L6 



=> d 17 ibib abs 
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ANSWER 1 OF 1 CAPLUS COPYRIGHT 2007 ACS on STN (Continued) 
bromide II, e.g., prepd. from 4-bromobenzylbromide and 

2, 2, 2-trif luoroe thy 1 amine, afforded thiophenylcarboxamide III. In IKK-2 
filter kinase inhibition assays, 4-examples of compds. I exhibited IC50 
values ranging from 0.00056-0.066 mM, e.g., the IC50 value of 
thiophenylcarboxamide III was 0.0036 pM. Compds. I are claimed useful 
for the treatment of inflammatory diseases. 




H2N— CO 



III 



AB Title compds. I [Rl - H, CH3; R2 - H, halo, CN, etc.; R3, R4 - H, CH3; A - 

6-membered aromatic ring optionally incorporating one or two nitrogen atoms; 
X - NR6; R5 - H, CI, alkyl, etc.; R6 - H, CI, alkyl] and their 
pharmaceutical^ acceptable salts were prepared For example, Pd mediated 
coupling of 2- ( (aminocarbonyl) aminoj -5-bromothiophene-3-carboxamide and 



